Cartesian coordinates all structures considered in this work (B3LYP level) 
TS1-2
Charge=1 Multiplicity = 1
Cu -0.72747000 -0.76013900 -0.12739900 N -2.66570300 -0.68421300 0.02608800 N -0.87249900 1.18305000 -0.14661500 C -4.52361900 0.79807000 0.29868000 C -3.16036400 0.57906500 0.11646500 C -4.86243300 -1.58645200 0.28328800 H -6.44784500 -0.14265000 0.52677500 H -3.02049000 -2.71402300 0.01422500
Charge=1 Multiplicity = 3
Cu -0.44525100 -0.14804100 0.38464600 N -2.00567400 -1.19952300 -0.22530000 N -1.69554000 1.36890500 0.17166500 C -4.29216700 -1.04073900 -0.91216400 C -3.10137700 -0.44750000 -0.49463700 C -3.21828500 -3.18994000 -0.75963200 
TS17-18
Charge=2 Multiplicity =1 Cu -2.20581300 -0.58618600 0.02525000 N -3.05141300 -2.34547400 0.50947600 C -4.08982200 -2.70765700 -0.27794100 C -2.66195400 -3.14453500 1.51193900
Cu

